Association lifetimes of hydrophobic amino acid pairs measured directly from molecular dynamics simulations.
Unrestrained molecular dynamics simulations have been used to estimate the lifetimes and equilibrium constants for association of six different pairs of hydrophobic amino acids in aqueous solution. The results indicate that current computational resources are sufficient that the thermodynamics of association of small molecules in water can be routinely measured, thus demonstrating that the development of molecular force fields to reproduce aqueous phase binding data is now an achievable goal.